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Figure S1: IR spectrum of complex 1
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Figure S2: IR spectrum of complex 2
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Figure S3: UV-visible spectrum of complex 1. Inset shows lower intense d-d band.
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Figure S4: UV-visible spectrum of complex 2. Inset shows lower intense d-d band.
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Figure S5: Experimental and simulated PXRD patterns of (a) Complex 1 and (b) Complex 2

showing the purity of the bulk material.



Complex 2

Complex 1

Figure S6: Hirshfeld surfaces mapped with d,, (top), shape index (middle) and curvedness

(bottom)



(A) 2o |de 20 [ e
1.6 o
1.4 14
1.2 re >
o os 2 H-C/C--H
al b 16.2% 4,
3 A 06 08 10 12 14 16 18 20 22 24

5 '
) 06 08 10 12 14 16 18 20 22 2.4

VO 12 14 16 18 20 22

(B) e 2 |de e L[ 1o [de
22 22 22 22 22
- 20 20 & 10
Ve s . L i
e Va e v 18
% 14 14 i -
ix "2 .
2 :Z ¥ % 10 = c/c H 10 H H 0 H c‘,cl H
08 3 os ‘H0f0-H |*°
vl 2 Full o8 !  6.6% o 14.4% = 48.9% i 21.8% 4
d, E L R TR e e R L i K T TN E R ER R T

A1 06 08 10 12 1.4 16 1.8 20 22 24
W 06 08 10 1.2 14 16 18 20 22 24

Figure S7: 2D Finger print plots for complexes 1 (A) and 2 (B).
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Figure S8: ESI-MS positive spectra of 1:50 mixture of complex 1 and 3,5-DTBC.
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Figure S9: ESI-MS positive spectra of 1:50 mixture of complex 1 and o-aminophenol.



